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Message from the Guest Editors
Dear Colleagues,

This Special Issue will consist of manuscripts describing
recent advances in the understanding and prediction of
the electronic structures of molecules. Many of these
advances are concurrent with the development of new
algorithms and deployment of existing algorithms on new
architecture. Manuscripts that describe new methods for
strong correlation in molecules (or molecular fragments)
that avoid the steep factorial scaling of fully variational
methods are particularly encouraged (e.g., stochastic
models). The Special Issue is expected to include
submissions on molecular properties, including relativistic
effects and the practicable inclusion of quantum
electrodynamics (QED). Many of the new developments
make extensive use of GPUs and other architectural
advances in computers.
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Prof. Dr. Ali Cemal Benim You are invited to submit the results of your research for
Center of Flow Simulation (CFS),  consideration and  publication in Computation, an

Department of Mechanical and international open access journal, which is published
Process Engineering, Duesseldorf

University of Applied Sciences, D- quarterly online by MDPI.
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to establishing a benchmark journal for the world scientific
and engineering communities for original research articles,
reviews, conference proceedings (i.e., peer reviewed full
articles), and communications, in the cutting-edge areas of
computational biology, computational chemistry, and
computation in engineering.

Author Benefits

Open Access: free for readers, with article processing charges (APC) paid by authors or
their institutions.

High Visibility: indexed within Scopus, ESCI (Web of Science),

CAPlus / SciFinder, Inspec, dblp, and other databases.

Journal Rank: CiteScore - Q2 (Applied Mathematics)

Contact Us

Computation Editorial Office Tel: +4161 6837734 mdpi.com/journal/computation
MDPI, St. Alban-Anlage 66 www.mdpi.com computation@mdpi.com

4052 Basel, Switzerland X@ComputationMDPI


https://www.mdpi.com/openaccess
http://www.mdpi.com/journal/computation/apc
https://www.scopus.com/sourceid/21100857172#tabs=0
https://mjl.clarivate.com/search-results?issn=2079-3197&hide_exact_match_fl=true&utm_source=mjl&utm_medium=share-by-link&utm_campaign=search-results-share-this-journal
https://sso.cas.org/as/authorization.oauth2?response_type=code&client_id=scifinder-n&redirect_uri=https%253A%252F%252Fscifinder-n.cas.org%252Fpa%252Foidc%252Fcb&state=eyJ6aXAiOiJERUYiLCJhbGciOiJkaXIiLCJlbmMiOiJBMTI4Q0JDLUhTMjU2Iiwia2lkIjoianMiLCJzdWZmaXgiOiJUYWozcGUu
https://www.theiet.org/publishing/inspec/inspec-content-coverage/
https://dblp.uni-trier.de/db/journals/computation/index.html
https://www.mdpi.com/journal/computation/indexing
https://mdpi.com
https://mdpi.com/journal/computation

	Novel Algorithms/High Performance Computing Arising in Molecular Electronic Structure Theory

